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HRMS of cis-2-(m-Nitrobenzoylmethyl)-4-phenylthiochroman (2f) 28 [For cif files, please see the attachments having file names (i) AKM-TC-X-ray & (ii) AKM-TC-X-PDF] 3
Analytical and spectral data of the synthesized compounds:
cis-2-(Benzoylmethyl)-4-phenylthiochroman (2a). Colourless needles, M. p. 116°C, IR ( KBr) 1683 (C=O), 1581, 1468, 1392, 1360, 1244, 1208, 1177, 1067, 980, 817 39.5, 45.3, 46.6, 124.2, 126.4, 126.5, 126.7, 128.1, 128.67, 128.69, 129.4, 133.4, 133.6, 136.6, 137.7, 144.5, 197.0 6, 39.4, 45.3, 46.5, 124.3, 126.4, 126.6, 126.7, 128.7, 129.0, 129.4, 133.4, 134.8, 137.6, 139.9, 144.4, 195.8 1582, 1467, 1394, 1360, 1207, 1066, 1004.96, 980, 818, 750, 698 cm -1 . 1 H NMR (300 MHz, CDCl 3 ) 2.06 (1H, dt, J = 13.1 and 11.6 Hz, H-3 ax ), 2.55 (1H, dt, J = 13.2 and 3.9 Hz, H-3 eq ), 3.24 (2H, d, J = 6.7 Hz, -CH 2 CO-), 4.11-4.21 (2H, m, H-2 and H-4), 6.67 (1H, br. d, J = 7.8 Hz, H-8), 6.89 (1H, dt, J = 7.8 and 1.4 Hz, H-6), 7.06 (1H, br. t, J = 7.4 Hz, H-7), 7.14 (1H, dd, J = 7.8 and 1.3 Hz, H-5), 7.21-7.36 (5H, m, Ar-H), 7.60 (2H, br. d, J = 8.5 Hz, meta protons of COC 6 H 4 Br-p), 7.79 (2H, br. d, J = 8.5 Hz, ortho protons of COC 6 H 4 Br-p ).
13
C NMR (75 MHz, CDCl 3 ) 36.6, 39.5, 45.3, 46.5, 124.3, 126.4, 126.6, 126.8, 128.7, 129.5, 129.6, 132.0, 133.4, 135.3, 137.7, 144.4, 196 21.7, 36.8, 39.6, 45.1, 46.6, 124.2, 126.4, 126.5, 126.7, 128.2, 128.68, 128.73, 129.4, 129.5, 133.6, 134.1, 137.7, 144.4, 144.6, 196.7 9, 39.6, 44.8, 46.6, 55.4, 113.8, 124.1, 126.3, 126.5, 126.7, 128.6, 128.7, 129.4, 129.7, 130.4, 133.6, 137.7, 195.5 126.5, 126.7, 126.9, 127.7, 128.7, 128.8, 129.5, 130.0, 133.1, 133.6, 137.6, 137.7, 144.2, 148.5, 195.0 The following ALERTS were generated. Each ALERT has the format test-name_ALERT_alert-type_alert-level. Click on the hyperlinks for more details of the test.
Alert level C
PLAT241_ALERT_2_C Check High
Ueq as Compared to Neighbors for S1
Alert level G It is advisable to attempt to resolve as many as possible of the alerts in all categories. Often the minor alerts point to easily fixed oversights, errors and omissions in your CIF or refinement strategy, so attention to these fine details can be worthwhile. In order to resolve some of the more serious problems it may be necessary to carry out additional measurements or structure refinements. However, the purpose of your study may justify the reported deviations and the more serious of these should normally be commented upon in the discussion or experimental section of a paper or in the "special_details" fields of the CIF. checkCIF was carefully designed to identify outliers and unusual parameters, but every test has its limitations and alerts that are not important in a particular case may appear. Conversely, the absence of alerts does not guarantee there are no aspects of the results needing attention. It is up to the individual to critically assess their own results and, if necessary, seek expert advice.
Publication of your CIF in IUCr journals
A basic structural check has been run on your CIF. These basic checks will be run on all CIFs submitted for publication in IUCr journals (Acta Crystallographica, Journal of Applied Crystallography, Journal of Synchrotron Radiation); however, if you intend to submit to Acta Crystallographica Section C or E, you should make sure that full publication checks are run on the final version of your CIF prior to submission.
Publication of your CIF in other journals
Please refer to the Notes for Authors of the relevant journal for any special instructions relating to CIF submission. 
